Photochromic materials are of interest as media for recording, storage, and reproduction of information in nonlinear optics and holography. Aromatic azo compounds occupy an important place among such materials, therefore many photoisomerizable azobenzene groups were synthesized to apply for photoswitchable systems or optical data storage device (Rasmussen et al., 1999). Here we report the synthesis and crystal structure of the title complex. The addition compound of a triazole derivative with diazobenzene and a triphenylboron contains a B atom approximately tetrahedrally coordinated with a B-N distance of 1.636 (2) Å and B-C bond lengths averaging 1.625 (2) Å. The diazo moiety forms a trans conformation, and the bond distance N4-N5 is 1.2563 (19) Å. The crystal structure is stabilized by weak C-H···π (C27/C32) interactions between phenyl hydrogens from (E)-4-(4-(phenyldiazenyl)phenyl-4H-1,2,4-triazole fragment to phenyl rings from triphenylboron fragment. Fig 2, Table 1 .
In the title compound, C 32 H 26 BN 5 or [(C 14 H 11 N 5 )B(C 6 H 5 ) 3 ], the B atom is approximately tetrahedrally coordinated. The diazo unit is in a trans conformation, which is generally more stable than a cis one for aromatic azo compounds. The crystal structure features very weak C-HÁ Á Á interactions. The dihedral angles between the central benzene ring and the terminal rings in the heterocycle are 62.64, 73.54 and 61.60 .
Related literature
For the use of azobenzenes for holographic information storage, see: Rasmussen et al. (1999) .
Experimental
Crystal data C 32 H 26 BN 5 M r = 491.39 Monoclinic, P2 1 =n a = 17.4049 (6) Å b = 7.1284 (2) Å c = 21.0645 (7) Å = 97.0810 (15) V = 2593.52 (14) Å 3 Z = 4 Mo K radiation = 0.08 mm À1 T = 113 K 0.40 Â 0.20 Â 0.10 mm
Data collection
Rigaku R-AXIS RAPID diffractometer Absorption correction: multi-scan (Higashi, 2001) T min = 0.971, T max = 0.993 19971 measured reflections 5668 independent reflections 4068 reflections with I > 2(I) R int = 0.050 Refinement R[F 2 > 2(F 2 )] = 0.050 wR(F 2 ) = 0.138 S = 1.03 5668 reflections 343 parameters H-atom parameters constrained Á max = 0.26 e Å À3 Á min = À0.27 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Symmetry code: (i) Àx þ 1 2 ; y À 1 2 ; Àz þ 1 2 . Cg1 is the centroid of the C27-C31 ring.
Data collection: PROCESS-AUTO (Rigaku, 1998); cell refinement: PROCESS-AUTO; data reduction: CrystalClear (Rigaku/MSC, 2002); program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: Yadokari-XG (Wakita, 2000) ; software used to prepare material for publication: SHELXL97. Fig. 1 . ORTEP drawing for the compound (I) showing 50% probability displacement ellipsoids. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Figures
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
0.29403 (9) 0.0119 (2) (7) 0.0000 (7) 0.0034 (7) C4 0.0351 (10) 0.0244 (9) 0.0166 (8) 0.0058 (8) 0.0005 (7) −0.0011 (7) C5 0.0369 (10) 0.0268 (10) 0.0165 (9) 0.0035 (8) −0.0036 (7) 0.0015 (7) (7) 0.0001 (6) 0.0014 (7) C16 0.0214 (9) 0.0234 (9) 0.0215 (9) 0.0041 (8) 0.0016 (7) 0.0018 (7) C17 0.0224 (9) 0.0216 (9) 0.0343 (10) 0.0007 (8) −0.0031 (7) 0.0026 (8) supplementary materials sup-5 C18 0.0296 (10) 0.0219 (9) 0.0325 (10) 0.0030 (8) −0.0102 (8) −0.0068 (8) C19 0.0350 (10) 0.0300 (10) 0.0190 (9) 0.0061 (9) −0.0031 (7) −0.0029 (7) C20 0.0263 (9) 0.0220 (9) 0.0203 (9) 0.0025 (8) 0.0009 (7) 0.0001 (7) C21 0.0223 (8) 0.0209 (8) 0.0129 (8) −0.0009 (7) −0.0008 (6) −0.0022 (6) C22 0.0241 (9) 0.0234 (9) 0.0225 (9) 0.0027 (8) 0.0029 (7) 0.0009 (7) C23 0.0237 (9) 0.0305 (10) 0.0266 (9) 0.0036 (8) 0.0071 (7) 0.0002 (8) C24 0.0284 (9) 0.0334 (10) 0.0238 (9) −0.0030 (9) 0.0081 (7) 0.0029 (8) C25 0.0303 (9) 0.0259 (9) 0.0205 (9) 0.0009 (8) 0.0008 (7) 0.0047 (7) C26 0.0224 (8) 0.0251 (9) 0.0181 (8) 0.0030 (8) 0.0017 (7) −0.0004 (7) C27 0.0250 (9) 0.0181 (8) 0.0158 (8) 0.0023 (8) 0.0041 (6) 0.0037 (7) C28 0.0248 (9) 0.0217 (9) 0.0205 (9) 0.0030 (8) 0.0044 (7) 0.0025 (7) C29 0.0379 (10) 0.0204 (9) 0.0194 (9) −0.0003 (8) 0.0076 (7) −0.0004 (7) C30 0.0345 (10) 0.0270 (9) 0.0238 (9) 0.0088 (9) 0.0125 (8) 0.0012 (8) C31 0.0239 (9) 0.0298 (10) 0.0295 (10) 0.0021 (8) 0.0059 (7) 0.0024 (8) C32 0.0260 (9) 0.0240 (9) 0.0225 (9) 0.0014 (8) 0.0032 (7) −0.0008 (7) N1 0.0217 (7) 0.0208 (7) 0.0153 (7) −0.0017 (6) 0.0006 (5) −0.0010 (6) N2 0.0382 (9) 0.0267 (8) 0.0182 (7) 0.0030 (7) −0.0063 (6) −0.0037 (6) N3 0.0231 (7) 0.0211 (7) 0.0165 (7) 0.0009 (6) 0.0003 (6) 0.0000 (6) N4 0.0265 (8) 0.0247 (8) 0.0201 (7) 0.0031 (7) 0.0015 (6) 0.0025 (6) N5 0.0269 (8) 0.0261 (8) 0.0203 (7) 0.0038 (7) 0.0023 (6) 0.0023 (6) Geometric parameters (Å, °) 
